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Figure 1: HSE06+SOC band structures of a) CsyAgBiClg and b) CsyAgBilg, with valence
band in blue, and conduction band in orange. Valence band maximum (VBM) is set to 0eV.
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Figure 2: HSE06+SOC band structures of a) Cs,InBiClg and b) CsyInBiBrg, with valence
band in blue, and conduction band in orange. VBM is set to 0eV.
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Figure 3: HSE06+SOC band structures of a) CsyT1BiBrg and b) (CH3NH3),AgBilg (starting
from the orthorhombic (CH3NH3)Pbl; structure)! with valence band in blue, and conduction
band in orange. The high-symmetry path used for (CH3NHj3)2AgBilg uses k-points from the
lowered C-centered monoclinic space group. VBM is set to 0eV.
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Figure 4: HSE06+SOC band structures of (CH3NH3),AgBiBrg (starting from the primitive
cell of the cubic CsyAgBiBrg structure),? with valence band in blue, and conduction band in
orange. a) uses the high-symmetry path of the lowered primitive triclinic space group, while
b) uses the F-centered cubic high-symmetry lines. VBM is set to 0eV.
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Figure 5: Plot of the predicted SLMEs against film thickness for CsyAgBiClg (green),
CsoAgBiBrg (orange) and CsyAgBilg (purple).
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